The title compound was synthesized and characterized by the X-ray diffraction method. The compound crystallizes in the orthorhombic space group Pcab with cell parameters a = 7.4720(8)Å, b = 15.6800(11)Å, c = 16.4010(15)Å, Z = 8. The structure exhibits intermolecular hydrogen bonds of the type C-H·O.
Organic compounds are often formed by weak van der Waals and hydrogen bonds, and hence possess a high degree of delocation. They are expected to be optically more non-linear than inorganic compounds. Organic crystals hold promise because of the presence of large variety of such materials and potential to synthesize molecules according to some design principles. 1 Such compounds that have been reported are nitroaniline derivatives, such as 2-methyl-4-nitroaniline, N-(4-
bis-benzylidenecycloalkanones derivatives, methyl-p-hydroxybenzoate, urea, N-methyl urea, carbohydrazono pyrazole derivatives, substituted thienyl chalcone, 2 3-chlorochephynyl-(3-pyridyl)-2-proen-1-one and 3-methyl-4-methoxy-4-nitrostilbene. 3 We herein report on the synthesis and crystal structure of the title compound.
The Grignard reagent from 2-bromo-6-methoxy naphthalene 28.4 g was cooled in an ice bath and 29.6 g triethyl formate was added in 15 min. The diethyl ether was removed; the mixture was refluxed for 5 h, cooled and decomposed with 15% HCl. The organic layer was washed with water, the solvent was removed and the residue was refluxed for 10 h with 20% HCl. A schematic diagram of the molecule is shown in Fig. 1 .
A single crystal of the title compound with dimensions 0.3 × 0.27 × 0.25 mm was chosen for an X-ray diffraction study. The data were collected on a DIPLabo Image Plate system with graphite monochromated Mo Kα radiation. The details of the crystal data and refinement are given in Table 1 . Thirty six frames of data were collected by the oscillation method. Each exposure of the image plate was set to a period of 400 s. Successive frames were scanned in steps of 5˚ per min with an oscillation range of 5˚. Image processing and data reduction were performed using Denzo. 4 All of the frames could be indexed using a primitive orthorhombic lattice. The structure was solved by direct methods using SHELXS-97. 5 All of the non-hydrogen atoms were revealed in the first Fourier map itself. Full-matrix least squares refinement using SHELXL-97 5 with isotropic temperature factors for all of the atoms converged the residual to R1 = 0.1485. Refinement of non-hydrogen atoms with anisotropic parameters was started at this stage. After eight cycles of refinement, the residuals saturated at R1 = 0.0836. The hydrogen atoms were placed at chemically Figure 2 represents an ORTEP diagram of the molecule with thermal ellipsoids at 50% probability. Table 2 gives the selected bond distances and bond angles of the non-hydrogen atoms, respectively. The bond distances and bond angles are in good agreement with the standard values, and are similar to those reported earlier. 6 The dihedral angle between the fused rings is 2.12(9)˚, indicating that they are almost coplanar. The methoxy group makes an angle of 4.38(21)˚ with the plane defined by the atoms (C1, C3, C4, C5, C6, C7, C8, C9, C10), while the aldehyde moiety makes an angle of 6.33(40)˚ with the plane defined by the atoms (C1, C3, C4, C5, C6, C7, C8, C9, C10), indicating steric hindrance. These values are comparable with the reported value for 2-ethoxy-1-acetyl-naphthalene, 6 where the corresponding values are 3.4˚ and 6.9˚. The torsion angles around C14-O13-C7-C6 and O12-C11-C2-C3 are -2.9(3)˚ and -4.8(4)˚, respectively, indicate that the methoxy group and the aldehyde group lie almost in the fused ring plane. The structure exhibits intermolecular hydrogen bond of the type C-H·O. The intermolecular hydrogen bond between atoms is as follows: C11-H11·O12 has a length of 3.459(3)Å and an angle of 159ẘ ith symmetry code -1/2+x, -y, 1/2-z. The molecules when viewed down the c axis are stacked, and they form a linear polymeric chain. The molecule does not exhibit any NLO property.
